In the main text we discussed eight ways to extrapolate to the complete basis set (CBS) limit. Here we tabulate the system energies, and the basis-set superposition error (BSSE) corrections for the (H 2 O) 6 and (H 2 O) 10 F − systems. Additionally, the CBS values that we obtained using the extrapolation procedure E X B.E. = E (H 2 0) 6 + E relax + E X *
( 1) are also given. See the main text for further details regarding the extrapolation procedure and for an explanation of the notation.
The data tables below provide the supersystem energies of the (H 2 O) 6 and (H 2 O) 10 F − systems as computed using a normal MP2 calculation and with various truncated manybody approximations. As in the paper, we abbreviate the aug-cc-pVXZ basis set as aXZ,
for X = D, T, and Q. The "a∞Z" value is the CBS extrapolation. Here, however, we have listed the Hartree-Fock energy and the MP2 correlation energy separately (whereas only total energies are discussed in the paper). We use the following abbreviations in the data tables.
• Full-HF: the Hartree-Fock energy of the supersystem.
• Full-MP2: the MP2 correlation energy of the supersystem.
• 2B: either the energy or correlation energy as approximated by a two-body expansion.
• EE-2B: the same as the 2B quantity, but using electrostatic embedding.
• 3B: similar to 2B but using a three-body expansion.
• EE-3B: an electrostatically-embedded three-body expansion.
BSSE corrections are obtained in various ways, as described in the paper. Here, we tabulate the quantity denoted as E X * in the paper, although its Hartree-Fock and MP2 correlation components are listed separately here. The following BSSE corrections are employed.
• Full-CP: A full (supersystem) Boys-Bernardi counterpoise (CP) correction.
• MBCP(2): Our many-body CP correction, truncated after two-body terms, which is equivalent to VMFC(2).
• MBCP(3): Our many-body CP correction, truncated after three-body terms.
• VMFC(3): The Valiron-Mayer function CP correction, truncated after three-body terms.
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